The increasing demand for the design and synthesis of functional dyes with specific properties requires further information on already existing dyestuff molecules.
In particular, the crystal structures of disperse dyes have been important, not only because they provide details of the conformation, including the molecular interactions, but also because this information assists in understanding the technical performance of the products. 1,2 Recently, our attempt to grow single crystals of the title compound, which is bright blue in color and has been important in practical use, 3 was successful. Herein, we present the results of an X-ray analysis of the C.I. (Colour Index) Disperse Blue 354 (C.I. 48480) 4 during the course of our investigation concerning the structures and properties of disperse dyes.
C.I. Disperse Blue 354 (Fig. 1 , Clariant Co.) was extracted with dichloromethane to separate the colorant from diluents. Single crystals suitable for an X-ray analysis were obtained by evaporating an ethyl acetate solution of the dye. The crystal and experimental data are given in Table 1 . The structure was solved by direct methods and refined with anisotropic temperature factors for non-hydrogen atoms. All H-atoms were included in the calculated positions with isotropic thermal parameters 1.2-times those of the attached atoms. The atomic coordinates for non-hydrogen atoms are listed in Table 2 . The selected bond distances and angles are summarized in Table 3 . The molecular structure and the atomic numbering are given in Fig. 2 .
All of the bond lengths and angles were normal in the structure. The two aromatic rings are effectively coplanar and the dihedral angle between the planes is 10.61(11)˚. The sulfone ring is located at the same side of the aromatic plane with the following deviations: C7 0.016 Å, C8 0.010 Å, and S 0.013 Å. The dicyanomethylene group (C7-C16) is slightly twisted [9.48(11)˚]. Two n-hexyl groups in the molecule tend to be separated with one alkyl group being at the level of the aromatic plane, and another one below it.
During the anisotropic refinement process, it is observed that the aliphatic carbon atoms in two n-hexyl pendant groups, Crystals of C.I. Disperse Blue 354, a commercial methine disperse dye, were grown from an ethyl acetate and the crystal structure was determined. Results show that two aromatic planes are effectively coplanar with the dihedral angle of 10.61(11)˚. The dicyanomethylene group is slightly twisted and two n-hexyl groups tend to be separated with one alkyl group being at the level of the aromatic plane, and another one below it. The intermolecular hydrogen bonds and the interlayer π-π stacking stabilize the crystal packing. especially from C26 to C31 and from C23 to C25, had large thermal motions, which gave rise to somewhat high R value (8.22%). This suggested that the segment from C26 to C31 is located in the free volume in the packing structure (Fig. 3) , while C20 in another n-hexyl pendant forms intermolecular Hbond [C20···O1 i 3.446(5)Å, C20-H···O1 i 164˚, symmetry code (i): 1-x, -y, -z]. The results showed that the molecular skeleton of the dye is quasi planar. The intermolecular hydrogen bonds, together with the interlayer aromatic π-π stacking interactions (interlayer distance: 3.41 Å), stabilize the molecular conformation and packing in the crystal structure. Table 3 Selected bond distances (Å) and angles (˚) Fig. 2 ORTEP drawing of the title compound, representing heavy atoms as 30% probability ellipsoids and H atoms as spheres of arbitrary radius. Fig. 3 Perspective drawing of the packing arrangement of the title compound in the crystal.
